The asymmetric unit of the title crystal structure is shown in the gure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
.
Experimental details
All H atoms were positioned geometrically and treated as riding, with C-H bond lengths constrained to 0.98 Å and U iso (H) = 1.5Ueq(C). The di . electron densities of 1.571 and -0.840 are caused by a partial disorder of I/NO 2 .
Discussion
Polynitroimidazole systems have been used as antifungal, antibacterial, antiviral, antitumor drugs and their intermediates [1] [2] [3] . Recently, these so called "high energy density materials" have attracted renewed attention in conjunction with their favorable detonation performance [4, 5] . As a promising candidate, 1-methyl-2,4,5-trinitroimidazole was synthesized by the nitration of 1-methyl-2,4,5-triiodoimidazole [6, 7] . The result showed two iodine atoms were substituted by nitro groups, while the position of another iodine could not been con rmed. In order to determine the molecular structure, the single crystal was cultured and X-ray di raction experiment is completed. As shown in the gure, the asymmetric unit of the title compound consists of one molecule. The imidazole ring is almost planar, the two nitro groups are twisted with the imidazole planar, making dihedral angles of 6.0 (N3/O1,O2) and 3.6 (N4/O3,O4)°, respectively. All bond lengths and angles are in the expected ranges.
